Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.007 Å; R factor = 0.055; wR factor = 0.136; data-to-parameter ratio = 9.5.
Refinement R[F 2 > 2(F 2 )] = 0.055 wR(F 2 ) = 0.136 S = 1.05 7208 reflections 760 parameters 3 restraints H-atom parameters constrained Á max = 0.15 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
